Key indicators: single-crystal X-ray study; T = 193 K; mean (C-C) = 0.003 Å; R factor = 0.040; wR factor = 0.117; data-to-parameter ratio = 18.3.
The 4-chlorophenyl residue in the title compound, C 20 H 16 ClNO, is oriented at a dihedral angle of 53.6 (3) towards the phenyl ring and 42.0 (9) towards the pyrrole ring of the pyrrolizine template. The phenyl ring is oriented at a dihedral angle of 45.4 (4) towards the pyrrole ring.
Related literature
For the biological activity of arylpyrrolizines as mPGES-1 inhibitors, see: Liedtke et al. (2009) . For dual COX/LOX inhibitors, see: Laufer (2001a,b) .
Experimental
Crystal data C 20 H 16 ClNO M r = 321.79 Monoclinic, C2=c a = 21.1526 (13) Å b = 11.5723 (9) Å c = 17.1484 (12) Å = 130.843 (4) V = 3175.5 (4) Å 3 Z = 8 Mo K radiation = 0.24 mm À1 T = 193 K 0.34 Â 0.31 Â 0.05 mm
Data collection
Stoe IPDS 2T diffractometer 9492 measured reflections 3804 independent reflections 2633 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.117 S = 1.02 3804 reflections 208 parameters H-atom parameters constrained Á max = 0.18 e Å À3 Á min = À0.38 e Å À3 Data collection: X-AREA (Stoe & Cie, 2010); cell refinement: X-AREA; data reduction: X-RED (Stoe & Cie, 2010); program(s) used to solve structure: SIR97 (Altomare et al., 1999); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: PLATON. 6-(4-Chlorophenyl)-7-phenyl-2,3-dihydro-1H-pyrrolizine-5-carbaldehyde P. R. W. E. F. Keck, D. Schollmeyer and S. Laufer
Comment
Based on ML3000 (Laufer et al., 2001a,b) as dual COX/LOX inhibitor, we synthesized and evaluated inhibitors for the microsomal prostaglandin E 2 synthase-1 (mPGES-1) (Liedtke et al., 2009) . The title compound was synthesized to obtain a template with a reactive group in position 5 of the pyrrolizine moiety which lead to series of differend derivates of the arylpyrrolizine scaffold.
Towards the unsaturated and planar part of the pyrrolizine residue the 4-chlorophenyl residue is oriented at a dihedral angle of 42.0 (9)° and the plain phenyl ring is oriented at a dihedral angle of 45.4 (4)°. The two phenyl rings are oriented at a dihedral angle of 53.6 (3)° and both centromers show a distance of 5.07 (6) Å. The distance between the para C atoms of the rings (C13, C20) is 6.85 (0) Å.
Experimental
The compound was prepared by Vilsmeyer reaction. Phosphoryl chloride (0.484 ml, 5.31 mmol) is added dropwise to ice-cooled solution of 1.18 ml dimethylformamide and 6-(4-chlorophenyl)-7-phenyl-2,3-dihydro-1H-pyrrolizine (1.5 g, 5.11 mmol); the temperature is kept under 293 K during the addition. Then the mixture is stirred for 1 h at room temperature.
Finally the mixture is heated to 333 K for 1 h. The mixture was cooled to 273 K, quenched by water and adjusted to pH 6 with aqueous sodium hydroxide solution 10%.
The product was collected as precipitated solid by filtration, was dissolved in dichloromethane and washed with water three times and finally dried over anhydrous sodium sulfate. The product was concentrated under vacuum and precipitated out of diisopropylic ether to yield 1.13 g (69%). Crystals of the title compound were obtained by slow evaporation of ethanol at room temperature.
Refinement
Hydrogen atoms attached to carbons were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.99-1.00 Å (sp 3 C-atom). All H atoms were refined with isotropic displacement parameters (set at 1.2-1.5 times of the U eq of the parent atom). 
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